. Summary of available Crystal structures of RhoA, Cdc42, Rac1 of (a) GDP bound form and (b) GTP bound form. # represents structures which are shown as overlaid on free energy surface in Fig. 3 Table S6 . Selection criteria for residues used in unsupervised clustering. The residues for machine learning where selected on the basis of the difference in the torsional angles from the GDP and GTP bound equilibrated structure (ΔX= X GDP -X GTP ). The angles included for the analysis include φ, ψ, χ1, χ2. All those residues with major change in the orientation of the backbone/side chain (highlighted in red) were selected for k-means clustering. Phe39 is more solvent exposed in the GTP bound form as compared to the GDP bound form.
The 2D plot corroborates our claim that this two residues show distinct sidechain orientation in different nucleotide bound state and there exists a correlation among their orientation. 
